>>Entry Name: 1-Isothiocyanato-4-(methylsulfinyl)butane, 9CI

ENTRY UNDER REVIEW
Synonym(s): 4-(Methylsulfinyl)butyl isothiocyanate. Sulforaphane
(CH,),NCS
Sta0r
-
T (R)-f orm
Me

CAS Registry Number: 4478-93-7

Molecular Formula: C(H;{NOS,

Molecular Weight: 177.291

Accurate Mass: 177.028204

Percentage Composition: C 40.65%; H 6.25%; N 7.90%; O 9.02%; S 36.17%

Use/Importance: Potent phase Il enzymatic detoxification inhibitor, potential anticarcinogenic agent
Solubility: BERDY SOL: Sol. MeOH, Et,0

Sigma: S0528

>>Variant: (R)-form

Molecular Formula: C(H;{NOS,

Molecular Weight: 177.291

Accurate Mass: 177.028204

Percentage Composition: C 40.65%; H 6.25%; N 7.90%; O 9.02%; S 36.17%

Biological Source: Constit. of leaves of Lepidum draba and also present in Brassica, Eruca and Iberis spp.

Boiling Point: Bp, o; 130-135°
Optical Rotation: [a]p —79.3 (c, 1.2 in CHCLy)
Solubility: BERDY SOL: Sol. MeOH, hexane; poorly sol. H,O

>>Variant: (1)-form

Molecular Formula: C4H;;NOS,

Molecular Weight: 177.291

Accurate Mass: 177.028204

Percentage Composition: C 40.65%; H 6.25%; N 7.90%; O 9.02%; S 36.17%

>>Derivative: Phenylthiourea deriv.
Melting Point: Mp 126-127°
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